LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082087.D
Aca On : 6 Oct 2015 16:38 Instrument :
Operator : UM/1Z E?Afs el

- _ lentosampleld :
3?22'6 : G3828-01 (OGS-SSCF-PH-FL-1-3-3.5
ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF092815.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.063 253 256 259 rBV 667331 946240 37.09% 4.281%
2 5.486 290 293 295 rBVY 1380349 1866860 73.19% 8.445%
3 6.514 380 383 385 rBY 1780308 1821178 71.39% 8.238%
4 6.652 392 395 397 rBVY 1936891 2086385 81.79% 9.438%
5 6.880 413 415 424 rBV 630168 553643 21.70% 2.505%
6 7.040 426 429 431 rBV 1621952 1634672 64.08% 7 .395%
7 7.452 462 465 467 rBV 1150800 1243654 48.75% 5.626%
8 8.172 525 528 530 rBV 655940 704254 27 .61% 3.186%
9 9.246 619 622 624 rBY 2633848 2398761 94.04% 10.851%
10 9.646 654 657 659 rBV 350798 456537 17.90% 2.065%
11 9.920 679 681 684 rBV2 727573 816337 32.00% 3.693%
12 10.355 714 719 720 rBV2 30149 50039 1.96% 0.226%
13 10.721 748 751 753 rBV2 1087173 1400080 54.89% 6.334%
14 10.823 758 760 765 rVB 66854 77925 3.05% 0.353%
15 11.269 797 799 801 rBV 51821 48668 1.91% 0.220%
16 11.418 809 812 814 rBV 627476 869472 34.09% 3.933%
17 11.932 853 857 859 rBV2 20809 34882 1.37% 0.158%
18 12.024 863 865 870 rVB 19926 29488 1.16% 0.133%

19 12.629 915 918 920 rBV 111131 156166 6.12% 0.706%
20 12.858 935 938 940 rBV 98637 154863 6.07% 0.701%

21 13.007 948 951 953 rBV 1919778 2550877 100.00% 11.539%
22 13.064 955 0956 963 rVB3 15147 29517 1.16% 0.134%
23 13.898 1027 1029 1038 rVB 111323 191387 7.50% 0.866%
24 14.058 1040 1043 1045 rBvV 659444 890622 34.91% 4.029%

25 14.538 1084 1085 1091 rVB3 12690 31195 1.22% 0.141%
26 15.087 1130 1133 1137 rBV 48372 116470 4._.57% 0.527%
27 15.190 1140 1142 1148 rVB3 18572 38421 1.51% 0.174%
28 15.372 1156 1158 1162 rBV 26154 42310 1.66% 0.191%
29 15.441 1162 1164 1167 rBV 37733 50358 1.97% 0.228%
30 15.510 1167 1170 1175 rBV 400216 643212 25.22% 2.910%
31 15.944 1205 1208 1211 rBV 29412 41601 1.63% 0.188%
32 16.035 1212 1216 1226 rVB7 12327 55716 2.18% 0.252%
33 16.927 1291 1294 1298 rBV2 16137 40147 1.57% 0.182%
34 17.361 1329 1332 1335 rBV 16987 33847 1.33% 0.153%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\

Data File : BF082087.D

Aca On : 6 Oct 2015 16:38

Operator : UM/I1Z

ﬁ?ggle i G3828-01 OGS-SSCF-PH-FL-1-3-3.5
ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 22105784
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082087.D

Aca On : 6 Oct 2015 16:38

Operator : UM/I1Z

Sample : 63828-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

OGS-SSCF-PH-FL-1-3-3.5
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\

Data File : BF082087.D

Aca On : 6 Oct 2015 16:38

Operator : UM/I1Z

ﬁ?ggle i G3828-01 OGS-SSCF-PH-FL-1-3-3.5
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.06 34.18 ng 946240 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 256 (5.063 min): BF082087.D (-253) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 IIII|IIII|IIII|IIII|III
4.80 5.00 5.20 5.40
Ot el 690 881 | o 59 10 64 01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U R UL LS IR
4.80 5.00 5.20 5.40
59.0 m/z 101.10 20.29%
0 270 | 510 ‘ 60.0 830910 0
miz--> 1 % % 4 % 6 70 s % 100 10
Abundance
43.0
570 480 5.00 520 5.40
5000 m/z 58.10 16.37%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 A
Abundance #8114: 3-Hexanol, 4-methyl- T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.18%
5000 41.0
31.0
69.0 870
L omso ) sl | %50 A
miz--> 10 20 30 4'0 %0 60 70 8o 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\

Data File : BF082087.D

Aca On : 6 Oct 2015 16:38

Operator : UM/I1Z

ﬁ?ggle i G3828-01 OGS-SSCF-PH-FL-1-3-3.5
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.65 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.65 75.37 ng 2086390 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 395 (6.652 min): BF082087.D (-392) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 HEPUAAREE AR SR L
401 541 ‘ 6.40 6.60 6.80 7.00
Obrr ey bt 880 | 3070 L m/z 68.10 35.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 o ek e I
10 550 %0 70 m/z 134.00 33.76%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
90 1010 Tow0 ko 6ko 7h0
5000 ' m/z 66.10 23.24%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.22%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082087.D

Aca On : 6 Oct 2015 16:38

Operator : UM/I1Z

Sample : 63828-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.00 4.30ng 101387  Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87

2 17-Pentatriacontene 491 C35H70 006971-40-0 83

OGS-SSCF-PH-FL-1-3-3.5

n-penta... 424 C19H31F702
346 C20H39CI02

1000216-79-3 83
1000283-05-1 81

3 Heptafluorobutyric acid.
4 3-Chloropropionic acid. heptadec...

5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 76
Abundance Scan 1029 (13.898 min): BF082087.D (-1027) (-) m/z 57.10 100.00%
57.1
97.1
5000
230.1 R R AR REEEE e
l 39.1 13.60 13.80 14.00 14.20
O B m/z 55.05 89.13%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
5000 LI L L L L LB |
13.60 13.80 14.00 14.20
‘ m/z 43.05 87.89%
18. ‘ 30. O
et Ll I cHb e NS
m/z--> 0 50 200 250 300 350 400 450
Abundance
43.0
R R REEE s mEEEE |
13.60 13.80 14.00 14.20
5000 83.0 m/z 83.10 68.82%
125.0
0 167.0 210.0  267.0307.0 490.0
B LA o LA B i B o o S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester
43.0 13.60 13.80 14.00 14.20
m/z 97.10 66.64%
5000 20
‘ I JL 125.0 169.0210.0
ottt AR P
m/z—-> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20

8270-BF092815.M Wed Oct 07 15:37:32 2015

Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF100615\

Data File : BF082087.D

Acq On : 6 Oct 2015 16:38

Operator : UM/1Z

ﬁ?ggle i 63828-01 0GS-SSCF-PH-FL-1-3-3.5
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.06 34.2 ng 946240 1 6.88 553643 20.0
unknown6 .65 6.65 75.4 ng 2086390 1 6.88 553643 20.0
Ethanol, 2-(tetra... 13.90 4.3 ng 191387 5 14.06 890622 20.0
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